Key indicators: single-crystal X-ray study; T = 90 K; mean (C-C) = 0.004 Å; disorder in solvent or counterion; R factor = 0.041; wR factor = 0.112; data-to-parameter ratio = 16.2.
In the title salt, [Na(C 16 H 22 N 6 ) 2 ]CF 3 SO 3 , the Na + cation is coordinated by six N atoms from two tridentate tris(3,5-dimethylpyrazol-1-yl)methane ligands in a distorted octahedral geometry. The Na-N distances range from 2.427 (3) to 2.507 (3) Å , intra-ligand N-Na-N angles range from 74.71 (8) to 79.31 (9) , and adjacent inter-ligand N-Na-N angles range between 100.42 (9) and 104.97 (9) . The structure is twinned by inversion [occupancy factors = 0.50 (9)] and the trifluoromethanesulfonate anion is disordered, with two endover-end orientations of unequal occupancy [0.781 (3) and 0.219 (3)].
Related literature
For ligand synthesis details, see: Reger et al. (2000) . For structural, spectroscopic and angular overlap studies of tris-(pyrazol-1-yl)methane complexes, see: Astley et al. (1993) . For details of the refinement strategy for twinned and disordered structures, see: Parkin (2000) ; Spek (2009) .
Experimental
Crystal data [Na(C 16 GL gratefully acknowledges Southern Arkansas University for financial support.
supplementary materials ): 2924, 1564, 1447, 1414, 1384, 1366, 1319, 1262, 1133, 1031, 974, 888, 860, 809, 789, 750, 705, 635, 570, 517, 478 .
Refinement
H atoms were found in difference Fourier maps and subsequently placed in idealized positions with constrained distances of 0.98 Å (RCH 3 ), 1.00 Å (R 3 CH), and 0.95 Å (C sp2 H), and with U iso (H) values set to either 1.2U eq or 1.5U eq (RCH 3 ) of the attached atom.
To ensure satisfactory refinement of disordered parts of the structure, a combination of constraints and restraints were used. The SHELXL97 constraints EXYZ and EADP were used to make the geometry and displacement parameters of closely proximate disordered atoms equal. The SHELXL97 restraint command DELU was also used to ensure similar displacement parameters for closely proximate, chemically similar groups.
The structure was initially solved and partly refined using space group P2 1 /c. That model seemed to refine quite well but there were a number of indications that something was not quite right. In particular, the difference map was not as flat as would be expected for this kind of structure, and the weighting scheme took on unusual values. (9)]. Additional checks using an R-tensor (Parkin, 2000) and Spek, 2009 ) confirmed that the model using space group Pc is superior to that using P2 1 /c. A view of the title compound with displacement ellipsoids drawn at the 50% probability level. 
Computing details
θ max = 27.5°, θ min = 1.6°h = −11→11 k = −16→16 l = −21→21 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0
